Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.006 Å; R factor = 0.084; wR factor = 0.231; data-to-parameter ratio = 24.2. organic compounds o3430 Yalçın et al.
In the title compound, C 11 H 15 ClN 2 O 3 S, the 3-chloro-2,2dimethylpropanamide and sulfonamide substituents are arranged on opposite sides of the benzene ring plane. In the crystal, molecules are linked by N-HÁ Á ÁO and C-HÁ Á ÁO hydrogen bonds, forming a three-dimensional network.
Related literature
For the antibacterial, antimicrobial and antiglaucoma activity of sulfonamides and their derivatives and for their physical properties and pharmacological applications, see: Poulsen et al. (2005) ; Supuran & Scozzafava (2000) . For related structures, see: Akkurt et al. (2010) ; Idemudia et al. (2012) ; Asiri et al. (2012) . For the synthesis, see: Tü rkmen et al. (2011) . 
Data collection
Rigaku R-AXIS RAPID-S diffractometer Absorption correction: refined from ÁF (XABS2; Parkin et al., 1995) T min = 0.931, T max = 0.946 4240 measured reflections 4240 independent reflections 2054 reflections with I > 2(I) Refinement R[F 2 > 2(F 2 )] = 0.084 wR(F 2 ) = 0.231 S = 1.02 4240 reflections 175 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.36 e Å À3 Á min = À0.33 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; y þ 1 2 ; Àz þ 1 2 ; (ii) Àx þ 1; Ày; Àz; (iii) x; Ày À 1 2 ; z þ 1 2 ; (iv) x; Ày þ 1 2 ; z þ 1 2 .
Data collection: CrystalClear (Rigaku/MSC, 2005) ; cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SIR97 (Altomare et al., 1999) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) ; software used to prepare material for publication: WinGX (Farrugia, 2012) and PLATON (Spek, 2009 ). supplementary materials Acta Cryst. (2012) . E68, o3430 [doi:10.1107/S1600536812046806]
4-(3-Chloro-2,2-dimethylpropanamido)benzenesulfonamide
Şerife Pınar Yalçın, Mehmet Akkurt, Mustafa Durgun, Baki Türkkan and Hasan Türkmen Comment Sulfonamides are of interest because of their unique biological properties. They are known inhibitors of the carbonic anhydrase enzyme, currently used for the treatment of glaucoma in clinical medicine (Poulsen et al., 2005; Supuran & Scozzafava, 2000) . The design and development of new sulfanilamide derivatives can help determine any structural requirements for improved biological activity. In this study, we have prepared and determined the crystal structure of 4-(3-Chloro-2,2-dimethylpropanoylamino)-benzenesulfonamide (I).
In Fig. 1 , the molecular structure of the title compound is not planar. In the 3-chloro-2,2-dimethylpropanamide moiety of (I), the N2-C7-C8-C9, N2-C7-C8-C10 and N2-C7-C8-C11 torsion angles are 178.6 (4), 57.2 (5) and -59.4 (5) °, respectively. The values of the bond lengths and bond angles in (I) are within the normal range and are comparable to those previously reported for the related structures (Akkurt et al., 2010; Idemudia et al., 2012; Asiri et al., 2012) . The crystal structure is stabilized by intermolecular N-H···O and C-H···O hydrogen bonds (Table 1 and Fig. 2 ).
Experimental
Nucleophilic acyl substitution of 3-chloro-2,2-dimethyl-propanoylchloride with sulfanilamide gave the title compound as described previously (Türkmen et al., 2011) . Crystals suitable for X-ray diffraction studies were grown by slow evaporation of an ethanol, chloroform, dichloromethane (4/3/3 v/v) solution of the product.
Refinement
The H atoms on the NH and NH 2 groups were located from a difference Fourier map and refined with distance restraints of N-H = 0.88 (1) Å for the NH 2 , with U iso (H) = 1.2U eq (N). The remaining H atoms were positioned geometrically, with C-H = 0.93-0.97 Å, and refined as riding with U iso (H) = 1.2 or 1.5 U eq (C). The high R factor, low ratio of observed to unique reflections and relatively high su values indicate that the crystals were of rather poor quality and did not diffract strongly.
Computing details
Data collection: CrystalClear (Rigaku/MSC, 2005) ; cell refinement: CrystalClear (Rigaku/MSC, 2005) ; data reduction:
CrystalClear (Rigaku/MSC, 2005) ; program(s) used to solve structure: SIR97 (Altomare et al., 1999) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) ; software used to prepare material for publication: WinGX (Farrugia, 2012) and PLATON (Spek, 2009 The title molecule with the atom numbering scheme. Displacement ellipsoids for non-H atoms are drawn at the 30% probability level.
Figure 2
Packing of the title compound viewed along the b axis with N-H···O and C-H···O hydrogen bonds drawn as dashed lines. H atoms not involved in hydrogen bonding are omitted for clarity. 
4-(3-Chloro-2,2-dimethylpropanamido)benzenesulfonamide

Special details
Experimental. Absorption correction: (XABS2; Parkin et al., 1995) Cubic fit to sin(theta)/lambda -24 parameters Geometry. Bond distances, angles etc. have been calculated using the rounded fractional coordinates. All su's are estimated from the variances of the (full) variance-covariance matrix. The cell e.s.d.'s are taken into account in the estimation of distances, angles and torsion angles Refinement. Refinement on F 2 for ALL reflections except those flagged by the user for potential systematic errors. Weighted R-factors wR and all goodnesses of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The observed criterion of F 2 > σ(F 2 ) is used only for calculating -R-factor-obs etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
Geometric parameters (Å, º)
Cl1-C11 1.778 (5) C7-C8 1.536 (6) S1-O1 1.439 (3) C8-C9 1.516 (7) S1-O2 1.427 (3) C8-C10 1.540 (7) S1-N1 1.602 (4) C8-C11 1.522 (6) S1-C1 1.762 (4) C2-H2 0.9300 O3-C7 1.224 (5) (6) 
